New approach by Kriging models to problems in QSAR.
Most models in quantitative structure and activity relationship (QSAR) research, proposed by various techniques such as ordinary least squares regression, principal components regression, partial least squares regression, and multivariate adaptive regression splines, involve a linear parametric part and a random error part. The random errors in those models are assumed to be independently identical distributed. However, the independence assumption is not reasonable in many cases. Some dependence among errors should be considered just like Kriging. It has been successfully used in computer experiments for modeling. The aim of this paper is to apply Kriging models to QSAR. Our experiments show that the Kriging models can significantly improve the performances of the models obtained by many existing methods.